Key indicators: single-crystal X-ray study; T = 125 K; mean (C-C) = 0.004 Å; R factor = 0.051; wR factor = 0.140; data-to-parameter ratio = 10.2.
In the title compound, C 11 H 8 F 3 N 3 O 2 , there are two molecules in the asymmetric unit wherein the phenyl rings make dihedral angles of 65.3 (2) and 85.6 (2) with the pyrazole rings. In the crystal, pairs of molecules are held together by O-HÁ Á ÁO hydrogen bonds between the carboxyl groups, forming a centrosymmetric dimer with an R 2 2 (8) motif. Intramolecular N-HÁ Á ÁO interactions are also present.
Related literature
For general background, see: Caruso & Rossi (2004) ; Maggio et al., (2008) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). We acknowkledge US NSF grant No. 0521237 for the X-ray diffractometer.
5-Amino-1-phenyl-3-trifluoromethyl-1H-pyrazole-4-carboxylic acid F. Caruso, M. V. Raimondi, G. Daidone, C. Pettinari and M. Rossi
Comment
We report here the structure of the title compound (I), isolated during attempts to synthesize Ti(C 5 H 5 ) 2 (C 11 H 7 F 3 N 3 O 2 ) 2 . In the title compound C 11 H 8 F 3 N 3 O 2 , there are two molecules in the asymmetric unit that differ in the dihedral angle formed between the phenyl and pyrazole rings, 65.3 (2) and 85.6 (2)°. The pairs of molecules are held together by O-H···O hydrogen bonds between the carboxyl groups, forming a centrosymmetric dimer with an R 2 2 (8) motif, Fig. 2 . (Bernstein et al., 1995) . Related compounds of this ligand show antiproliferative and apoptotic effects against K562, K562-R (imatinib mesilate resistant), HL60 and multidrug resistant HL60 cell lines (Maggio et al., 2008) .
Experimental
The synthesis of title compound has been described by Maggio et al., 2008 . The title compound was reacted with titanocene dichloride, (C 5 H 5 ) 2 TiCl 2 . Elemental analysis {C, 53.50, H, 3.37, N, 11.70%. Found: C, 53.66, H, 3.45, N, 11.54%} indicated formation of Cp 2 Ti(ligand) 2 ,= Ti(C 5 H 5 ) 2 (C 11 H 7 mbr (10H, Carom-H). Good solubility in chloroform, methanol, dimethylsulfoxide; lower solubilty in acetonitrile; insoluble in water. Upon recrystallization flat needles were obtained, they were studied to determine its crystal and molecular structure and revealed only the ligand. Ligand cleavage is a non unusual feature for Ti complexes that show a marked tendency to evolve towards titanium dioxide (Caruso & Rossi, 2004) . The title compound synthesis has been described (Maggio et al.) .
Related compounds of this ligand show antiproliferative and apoptotic effects against K562, K562-R (imatinib mesilate resistant), HL60 and multidrug resistant HL60 cell lines (Maggio et al., 2008) . (14) 
